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Supporting Information
. Detailed results of ab initio and DFT calculations. B3LYP/6-31+G(d) optimizations. Table S2 . Detailed results of ab initio and DFT calculations. BMK/6-31+G(2df,p) optimizations. Table S3 . Detailed results of ab initio and DFT energy calculations. Table S4 . Important interatomic distances. Units in Ångstrom. Table S5 . Mulliken atomic Spin densities >0.1. Table S6 . Detailed results of ab initio and DFT calculations. G3B3 results. Table S7 . Calculated relative energies for the radical rearrangements of 3 complexed to different ions. Table S8 . Calculated radical stabilization enthalpies for the rearrangement of 3 complexed to different ions at 298.15 K.
Scheme S1. Conformer nomenclature of CPH4.
Additionally, QM calculation output files and molecular structures can be found on figshare:
Jaeger, Christof (2016): Supplementary material for "Radical Reaction Control in the AdoMet Radical Enzyme CDG Synthase (QueE): Consolidate, Destabilize, Accelerate". figshare.
https://dx.doi.org/10.6084/m9.figshare.c.3574113.v1 Table S4 . Important interatomic distances. Units in Ångstrom. All radical energies are given in kJ mol-1; absolute energies are given in the supporting information; B3LYP, ROMP2, M06-2X energies are corrected with B3LYP/6-31+G(d) enthalpy corrections (BMK values with BMK/6-31+G(2df,p) enthalpy corrections respectively).
[b] basis set 6-311++G(3df,3p).
